LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021918\
Data File : BF103071.D

Acq On : 19 Feb 2018 10:20

Operator : SJ/JU

Sample : PB106610BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 2.210 8 21 29 rvB 53643 97903 2.10% 0.244%
2 5.128 513 517 524 rBvV 102929 136321 2.92% 0.340%
3 5.510 577 582 585 rBV 4320275 4459525 95.61% 11.123%
4 6.516 747 753 756 rBV 3840378 4217425 90.41% 10.519%
5 6.651 771 776 779 rBV 4316602 4357174 93.41% 10.868%

6.875 811 814 818 rBV 1199070 1074120 23.03% 2.679%
7.034 837 841 845 rBvV 3587237 3437719 73.70% 8.574%
7.445 905 911 914 rBV 2630809 2951422 63.27% 7.362%
8.157 1028 1032 1036 rBV 1455809 1441788 30.91% 3.596%
9.233 1210 1215 1219 rBV 4526627 4664528 100.00% 11.634%

=
QO ~NO®

11 9.916 1327 1331 1340 rBV 1757581 1587054 34.02% 3.958%
12 10.710 1461 1466 1469 rBV 2505190 2498873 53.57% 6.233%
13 11.404 1580 1584 1591 rBV 1682778 1554544 33.33% 3.877%
14 12.992 1849 1854 1858 rBV 3897528 4301612 92.22% 10.729%
15 14.051 2030 2034 2043 rBV 1455979 1352570 29.00% 3.374%

16 14.815 2161 2164 2169 rVB 88146 85882 1.84% 0.214%
17 15.157 2218 2222 2230 rVB 128103 147113 3.15% 0.367%
18 15.545 2283 2288 2295 rBV 899595 1211164 25.97% 3.021%
19 15.986 2358 2363 2370 rVB2 125368 193247 4.14% 0.482%
20 16.504 2446 2451 2458 rVB 108311 199507 4.28% 0.498%

21 17.109 2550 2554 2563 rVB2 59150 123116 2.64% 0.307%

Sum of corrected areas: 40092607

8270-BF020318.M Tue Feb 20 09:51:57 2018 Page: 1



Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA_F\DATA\BF021918\

BF103071.D

19 Feb 2018 10:20

SJ/Ju

PB106610BL

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021918\
Data File : BF103071.D

Acq On : 19 Feb 2018 10:20

Operator : SJ/JU

Sample : PB106610BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

5.13 2.54 ng 136321 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 3-Octanol 130 C8H180 000589-98-0 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 517 (5.128 min): BF103071.D (-513) (-) m/z 43.00 100.00%
43
59
5000
51 | 83 1c|)1 4.80 5.00 5.20 5.40
Orrer e e e e e e m/z 59.00 57.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR RS AR AR
59 480 500 520 540
m/z 101.00 15.64%
15 31 101
0 ‘ Tl i 50 \‘ 83 .
LS IR IR UL IULRR NS UL I LR LSS SN BRARE SRS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59
480 500 520 540
5000 m/z 57.95 15.23%
41
ol 50 73 86
wmmﬁwwmwwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol A REEEREREEE L
59 4.80 5.00 5.20 5.40
m/z 41.00 7.-.98%
5000 29 4 83
101
0 | ‘ \‘Jh 51 69 91 ‘ 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021918\
Data File : BF103071.D

Acq On : 19 Feb 2018 10:20

Operator : SJ/JU

Sample : PB106610BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.65 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.65 81.13 ng 4357170 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF103071.D (-771) (-) m/z 132.00 100.00%
5000 68
6 rrTTyTTTTT T T T T T T T T
40 _ 54 | 75 104 6.40 6.60 6.80 7.00
o N T - 11 1 Ml S | m/z 68.00 40.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR IS L R L
6.40 6.60 6.80 7.00
3 78 m/z 134.00 32.53%
1 33 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 67 m/z 66.00 27.01%
41 97
53 117
79
ol 34 60 89 | 105 124
Wmﬁmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LA L L L L L B

132 6.40 6.60 6.80 7.00
m/z 69.00 15.20%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021918\
Data File : BF103071.D

Acq On : 19 Feb 2018 10:20

Operator : SJ/JU

Sample : PB106610BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.16 2.43 ng 147113 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 2223 (15.162 min): BF103071.D (-2218) (-) m/z 57.00 100.00%
57
5000 85
141 14.80 15.00 15.20 15.40
o ,J b, l| 1' g A8 206225240 281 ‘m/z 71.05 61.75%
miz--> 0 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 U D DAL B B
85 1480 15.00 1520 15.40
29 m/z 43.00 54 _.04%
Ny ‘ || (M8 141 169 197 225 253 281 309 337 365 394
miz--> 0 §o 160 1éo 260 2éo 360 3éo '
Abundance
57
14.80 15.00 15.20 15.40
5000 85 m/z 85.00 46 .83%
29
. 113 141 169 107 225 253 _ 29
miz--> 0 §o 160 1éo 260 250 360 3%0 '
Abundance #117648: Octadecane, 2-methyl- A E e o
43 14.80 15.00 15.20 15.40
m/z 55.00 22.74%
71
5000
9
0 | Ly L 127 155 183 225 ps3
miz--> 0 §o 160 1éo 200 250 300 3éo ' 1480 1500 1520 1§40 '
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021918\
Data File : BF103071.D

Acq On : 19 Feb 2018 10:20

Operator : SJ/JU

Sample : PB106610BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Pentacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.50 3.29 ng 199507 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 2-methyloctacosane 408 C29H60 1000376-72-8 90
3 Eicosane 282 C20H42 000112-95-8 87
4 Octadecane 254 C18H38 000593-45-3 86
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 2450 (16.498 min): BF103071.D (-2446) (-) m/z 57.00 100.00%
57
5000 & \\JM
L s ot 16120 1640 1660 160
bl L e e S i m/z 71.05 62.90%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 L SR BN I SULA
mmmmmmmm
113 m/z 43.00 53.30%
oL h g j |1 169189211 239 267 295 323 352
m/z--> 55 100 1%0 260 2éo 360 3éo
Abundance
57
' 16.20 16.40 16.60 16.80
5000 85 m/z 85.00 48 .58%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 55 160 150 260 2éo 360 3éo
Abundance #129492: Eicosane B Aaman
57 16.20 16.40 16.60 16.80
m/z 55.00 22.67%
2% \»mm*‘w\)\wwww
85
29
o ||l ] (113 141 169 197 225 253 282
m/z--> % @ @ M @ ﬁ @ ' mmmmmmmm
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021918\
Data File : BF103071.D

Acq On : 19 Feb 2018 10:20

Operator : SJ/JU

Sample : PB106610BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.11 2.03 ng 123116 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 72
2 Hexadecane, l1l-iodo- 352 C16H33l1 000544-77-4 64
3 Heneicosane 296 C21H44 000629-94-7 64
4 6,6-Diethylhoctadecane 310 C22H46 1000360-41-8 64
5 Pentacosane 352 C25H52 000629-99-2 64
Abundance Scan 2554 (17.109 min): BF103071.D (-2550) (-) m/z 57.00 100.00%
g7
5000
4 T
183199 225 o545 281 16.80 17.00 17.20 17.40
Obrrrprrrr el 265 m/z 71.00 62.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129492: Eicosane
57
5000 R B BULIL B B
4 85 mmﬂmﬂmﬂm
m/z 43.05 48.02%
0 26 L L 18w 180 107 225 253 282
m/z--> 25 4b eb 85 160 150 150 160 180 200 220 240 260 2§o 300
Abundance
57
o 16,80 17.00 17.20 17.40
5000 m/z 85.00 46.40%
41
113 155 225
o 14 128 170 198 253 281
mﬂmﬁmﬁmmm‘mm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane AR e R RE
57 16.80 17.00 17.20 17.40
m/z 69.00 19.14%
85
5000
4
113
oL 26 “ L Lt 109197 225 253268 296
m/z--> 25 4b eb 85 160 150 150 1éo 180 200 220 240 260 2§o 300 1680 1700 1720 1f4o
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021918\
Data File : BF103071.D

Acq On : 19 Feb 2018 10:20

Operator : SJ/JU

Sample : PB106610BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.13 2.5 ng 136321 1 6.87 1074120 20.0
unknown6 .65 6.65 81.1 ng 4357170 1 6.87 1074120 20.0
Octacosane 15.16 2.4 ng 147113 6 15.54 1211160 20.0
Pentacosane 16.50 3.3 ng 199507 6 15.54 1211160 20.0
Eicosane 17.11 2.0 ng 123116 6 15.54 1211160 20.0

8270-BF020318.M Tue Feb 20 09:52:05 2018 Page: 8



